Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.063; wR factor = 0.162; data-to-parameter ratio = 23.5.
Related literature
For general background on substituted pyrimidines, see: Lednicer & Mitscher (1977) ; Blackburn & Gait (1996) ; VanAllan (1976); Goswami et al. (2007) ; Brown (1988) . For bond-length data, see: Allen et al. (1987) . For the stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986) . For hydrogen-bond motifs, see: Bernstein et al. (1995) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ) . Symmetry codes: (i) Àx þ 2; Ày; Àz þ 1; (ii) x; y À 1; z; (iii) Àx þ 1; Ày þ 1; Àz; (iv) x À 1; y; z; (v) Àx þ 1; Ày; Àz þ 1; (vi) x þ 1; y; z; (vii) x À 1; y þ 1; z; (viii) Àx þ 1; Ày þ 2; Àz.
Data collection: APEX2 (Bruker, 2005 ); cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008 ); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 (Lednicer & Mitscher, 1977) . Adenine, uracil, thyamine are pyrimidine-based bases in nucleic acids (Blackburn & Gait, 1996) . 2 5,6-Triamino-3H-pyrimidin-4-one dihydrochloride (VanAllan, 1976; Goswami et al. 2007 ) is an important component for the synthesis of pterin molecules (Brown, 1988) . The title compound was selectively synthesized by the reaction of 2,5,6-triamino-3H-pyrimidin-4-one dihydrochloride with pivalic anhydride and its crystal structure is reported here.
There are two crystallographically independent 6-amino-2,5-dipivaloyl-3H-pyrimidin-4-one molecules, A and B, and four water molecules in the asymmetric unit of the title compound (Fig 1) . Molecules A and B have similar geometry. The bond lengths (Allen et al., 1987) and angles are normal. In both A and B, one of the amide groups is almost coplanar with the pyrimidine ring (dihedral angle is 12.85 (9)° in A and 12.30 (10)° in B) whereas the other is significantly twisted away from the pyrimidine ring (dihedral angle is 72.18 (7)° in A and 71.29 (07)° in B) In each independent molecule, an intramolecular N-H···O hydrogen bond generates an S(6) ring motif (Bernstein et al., 1995) .
The independent molecules are linked into chains along the a axis by N-H···O and C-H···O hydrogen bonds. The adjacent chains are linked into a two-dimensional network parallel to the ac plane (Fig.2) by water molecules via N-H···O and O-H···O hydrogen bonds (Table 1) . Experimental 2,5,6-Triaminopyrimidine-4-(3H)-one dihydrochloride (200mg, 0.93mmol) was heated with pivalic anhydride (1 ml) at 393 K for 6 h in the presence of a catalytic amount of 4-dimethylaminopyridine (DMAP) (10 mol%). After the formation of a major amount of dipivaloyl product as monitored by TLC, the solid residue was washed with petroleum ether to remove the excess pivalic anhydride. The solid residue was purified through silica gel (100-200 mesh) column chromatography eluting 3% methanol in chloroform to get the pure crystalline solid. Single crystals were grown by slow evaporation of a chloroform solution (m.p. 523-525 K). IR: 3416, 3217, 2965 IR: 3416, 3217, , 2873 IR: 3416, 3217, ,1645 IR: 3416, 3217, , 1568 IR: 3416, 3217, , 1488 IR: 3416, 3217, , 1438 IR: 3416, 3217, , 1240 IR: 3416, 3217, , 1176 
Refinement
H atoms were positioned geometrically (N-H = 0.86 Å and C-H = 0.93-0.96 Å) and refined using a riding model with U iso (H) = 1.2U eq (C,N) and 1.5U eq (methyl C). A rotating-group model was used for the methyl groups. The H atoms of the water molecules were located in a difference Fourier map and constrained to ride on their parent atom, with U iso (H) = 1.5U eq (O).
The crystal was a pseudo-merohedral triplet with ratio 0.764 (5) (7) 0.0141 (7) 0.0198 (7 
